LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041423\
Data File : BGO@57102.D

Acqg On : 14 Apr 2023 16:22

Operator : CG/JU

Sample : 02347-08 :
Misc : 20230337-COMP-15

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57102.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.436 316 323 330 rBV 89390 139843 13.16% 2.247%
2 5.917 398 405 414 rVB 393526 644769 60.66% 10.362%
3 7.539 673 681 689 rBV 411960 699960 65.85% 11.249%
4 8.402 822 828 835 rBB 69496 114764 10.80%  1.844%
5 9.583 1019 1029 1037 rBV 232085 419657 39.48% 6.744%

6 11.239 1303 1311 1319 rBV 88653 160059 15.06% 2.572%
7 13.642 1713 1720 1727 rBV 555991 842831 79.30% 13.545%
8 15.017 1947 1954 1961 rVB2 139374 219022 20.61% 3.520%
9 16.350 2175 2181 2191 rBV 75120 105324 9.91% 1.693%
10 16.497 2199 2206 2213 rBV 493861 762135 71.70% 12.248%

11 17.754 2412 2420 2426 rBV 173201 259547 24.42% 4.171%
12 18.588 2557 2562 2571 rBV2 45697 69240 6.51% 1.113%
13 19.840 2771 2775 2780 rBVe6 10165 14980 1.41% 0.241%
14 20.321 2851 2857 2863 rBV 834507 1062901 100.00% 17.082%
15 20.586 2897 2902 2905 rBV3 9957 13645 1.28% 0.219%
16 21.097 2984 2989 2992 rBV2 13900 19206 1.81% 0.309%
17 21.631 3075 3080 3089 rVB2 38904 62267 5.86% 1.001%
18 22.072 3148 3155 3161 rBV 149931 266052 25.03% 4.276%
19 22.219 3175 3180 3187 rVB3 14051 23356 2.20% 0.375%
20 22.871 3288 3291 3297 rVB7 10448 17465 1.64% 0.281%
21 24.516 3565 3571 3576 rVB9 9169 19262 1.81% 0.310%
22 25.602 3744 3756 3769 rVB2 85693 272953 25.68% 4.387%
23 26.795 3957 3959 3966 rVB6 6926 13036 1.23% 0.210%
Sum of corrected areas: 6222274
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041423\
Data File : BG@57102.D

Acqg On : 14 Apr 2023 16:22

Operator : CG/JU

Sample : 02347-08 :
Misc : 20230337-COMP-15

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG057102.D\data.ms
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700000
600000
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Abundance TIC: BG057102.D\data.ms
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Abundance TIC: BG057102.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57102.D

Acqg On : 14 Apr 2023 16:22

Operator : CG/JU

Sample : 02347-08 :
Misc : 20230337-COMP-15

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.436  24.37 ng 139843  1,4-Dichlorobenzene-d4 8.402

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 323 (5.436 min): BG057102.D\data.ms (-316) (-) m/z 43.15 100.00%
43.1
59.3
5000
101.2 R
5.20 5.40 5.60 5.80
by s2 ;
i N m/z 59.25 67.42%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L I LN L
59.0 5.20 5.40 5.60 5.80
m/z 101.15 22.04%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
B AREmEEEEE
5.20 5.40 5.60 5.80
5000 2410 m/z 58.15 16.70%
126.0
ol L 1250320
m/iz--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate R AREma T
43.0 5.20 5.40 5.60 5.80
m/z 41.25 10.11%
5000
58.0
15.0 100.0 /\
[y — i \““1 i - T T A RREEEEEEE
m/z--> 20 40 60 80 100 120 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57102.D

Acqg On : 14 Apr 2023 16:22

Operator : CG/JU

Sample : 02347-08 :
Misc : 20230337-COMP-15

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.350 9.62 ng 105324  Acenaphthene-di10 15.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Vinyl benzoate 148 C9H802 000769-78-8 47
3 N-(1-Cyanovinyl)benzamide 172 C1OH8N20 1000186-19-1 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
Abundance Scan 2181 (16.350 min): BG057102.D\data.ms (-2175) (- m/z 105.15 100.00%
105.2
77.2
182.2
5000
51.1
— —
16.00 16.50
152.2
Obr el 1 3262 D52z 77.15 70.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 — e —
182.0 16.00 16.50
51.0 m/z 182.15  54.84%
ob 210 1260 1520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘!\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26899: Vinyl benzoate
105.0
— —
77.0 16.00 16.50
5000 m/z 51.15 26.70%
51.0
15.0 ‘ 148.0
ot e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47268: N-(1-Cyanovinyl)benzamide “ —4—
105.0 16.00 16.50
m/z 181.25 12.33%
5000 770
51.0
172.0
0 27.0 ‘\ ull ‘ 142'0 ‘
L L e R — —
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57102.D

Acqg On : 14 Apr 2023 16:22

Operator : CG/JU

Sample : 02347-08 :
Misc 20230337-COMP-15

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.588 5.34 ng 69240  Phenanthrene-di0 17.754
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 2562 (18.588 min): BG057102.D\data.ms (-2557) (- | m/z 73.15 100.00%
3.2
43.3
5000
129.2 213.3
Lpp [ e [ =
0 Ww‘g‘;‘w!‘ AL, ‘M‘HJ‘HU: b uHw‘w“‘wa‘m_m“_ m/z 60.15  77.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 S l
18.50
167.01g5 02130  256.0 m/z 43.25 75.13%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
18.50
5000 m/z 57.25 62.05%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid WA At il ‘MﬂvﬁﬂﬁwA
43.0 73.0 18.50
m/z 55.25 58.25%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41423\
Data File : BG@57102.D

Acqg On : 14 Apr 2023 16:22

Operator : CG/JU

Sample : 02347-08 :
Misc : 20230337-COMP-15

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Oxalic acid, isobutyl hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.631 4.68 ng 62267  Chrysene-di12 22.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
2 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 91
3 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 87
4 1-Hexacosanol 382 C26H540 000506-52-5 83
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 76

Abundance Scan 3080 (21.631 min): BG057102.D\data.ms (-3075) (- | m/z 57.25 100.00%

57.3
5000
7.2

| || 1412 2033 2671 3552 21.50 22.00
(I R O Ot N T2 m/z 43.25 69.43%
miz--> 50 100 150 200 250 300 350
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 T ‘ T T ‘ T
21.50 22.00

m/z 55.25 58.43%

‘ ‘ 97.0
\‘\ ‘\‘ ‘ ‘ ““ ‘H H“ \‘ \l\ \9‘0\ LI ‘2\2\4\.0\ ’2\6?.\()\ ’ L ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #308232: Isobutyl tetracosyl ether

57.0

21.50 22.00

o

5000 ITI/Z 71.20 53.89%
ol \ \\ | 141018302250 267.0  336.0
il I e B e
m/z--> 50 100 150 200 250 300 350
Abundance #290944: Oxalic acid, isobutyl heptadecyl ester b A
57.0 21.50 22.00
m/z 69.20 44.16%
5000
97.0
L i
ol d i J 3320 2880 | — —
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041423\
Data File : BGO057102.D

Acqg On : 14 Apr 2023 16:22

Operator : CG/JU

Sample : 02347-08 :
Misc : 20230337-COMP-15

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.436 24.4 ng 139843 1 8.402 114764 20.0
Benzophenone 16.350 9.6 ng 105324 3 15.017 219022 20.0
n-Hexadecanoic ... 18.588 5.3 ng 69240 4 17.754 259547 20.0
Oxalic acid, is... 21.631 4.7 ng 62267 5 22.072 266052 20.0
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